
Cheminformatics Solutions
Accord Product Descriptions

Accelrys’ advanced cheminformatics technology enables today’s chemical research organizations to 
capture, manage, analyze, and mine chemical data and information. Accelrys is the number one provider of 
computational science software and services. The Accord™ product family offers flexible, tailored, industry-
leading cheminformatics solutions that scale from the individual researcher to the entire enterprise. 

Embedded within every Accord cheminformatics product is the Accord Chemistry Engine, the technology 
that allows software applications to understand chemistry.

These solutions are used by many of the world’s top chemical and pharmaceutical companies to maximize 
the value of their chemical information, a valuable asset in the race to get new drugs and chemicals to market.

Product Description
Accord Chemistry 
Cartridge

An Oracle® data cartridge that defines a new chemistry data type, integrating 
the Accord Chemistry Engine into an Oracle database. It enables Oracle to 
perform structure searching, property calculation, and the manipulation of 
chemical structures, all through industry standard PL/SQL. 

Accord SDK A programming toolkit which lets you develop applications addressing 
problems as diverse as combinatorial chemistry, property prediction, and 
database publishing. Allows you to chemistry enable your own systems or 
extend the capabilities of Accord products.

Accord Structure 
Checker

Automatically checks and corrects 2-D chemical structures based on a set 
of customizable business rules, ensuring the consistency and quality of 
chemical data.

Accord Chemistry 
Control

Enables the depiction and manipulation of structures and reactions. It can be 
inserted into any container application that hosts COM components. Examples 
include Internet Explorer, Delphi, or Visual Basic applications.

Accord Chemistry Java 
Object

Provides chemical and reaction depiction to Java-based applications simply 
and effortlessly.

Accord Grid Control Enables table/ grid-based display of chemistry and associated data within your 
application, providing easy presentation of chemistry and screening data.

Tools and Components

Accord tools and components are used to build chemistry solutions from the ground up, to customize in-
house applications to deal with chemistry or to tailor your existing cheminformatics software to deal with 
proprietary data types and applications.
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Product Description
Accord for Excel A chemical spreadsheet seamlessly integrated into Microsoft Excel. View and 

manipulate structures and associated biological assay and chemical data. 
Features include ADME models and molecular descriptors to predict drug-
likeness, sorting by chemical similarity, intuitive reaction-oriented library 
enumeration, and the ability to facilitate SAR analysis by deconvoluting 
molecules into R-group components. 
Also provided with Accord for Excel is Accord ChemExplorer, a handy tool for 
searching files on any PC or network drive to locate chemical structures or reactions.

Accord Database 
Explorer 3.0

A database client that provides a customizable forms based interface for 
browsing, querying and seaching chemical databases. Supports sub-structure, 
similarity (Oracle only) and exact chemistry searches against Oracle and MS 
Access-format databases, hosted both locally and centrally, enabling you to 
construct powerful federated queries.  Includes a Database Set-up Wizard to 
enable you to build databases directly from simple SD files.

DIVA Get the most from large amounts of chemical and biological data with DIVA, 
a complete, integrated set of decision support tools on your desktop, helping 
you to carry out tasks faster and more efficiently. DIVA lets you gain more value 
and deeper insights from your data investment, improving communication 
and facilitating the sharing of information through powerful reporting tools.

Desktop Solutions

Accord standalone desktop tools offer ease-of-use, outstanding chemistry, and increased productivity. They are 
simple to install and apply, combining outstanding ease-of-use with unique chemistry capabilities.

Product Description
Chemical Sourcing

Chemicals Available 
for Purchase (CAP)

A single, easy-to-search relational database comprising the contents of many 
chemical suppliers’ catalogs. Updated quarterly with new supplier catalog 
additions and changes in compound availability, CAP provides an invaluable 
up-to-date resource for use when searching for commercially available 
analogues, reagents and chemicals.

Chemical Databases

Cheminformatics tools manage and process chemical information. But where do you get this information? 
Sometimes it is generated in-house. Often it is in the public domain. In either case, it can be hard to find. So 
Accelrys also offers a series of chemical databases providing a wealth of valuable information.

Accord allows you to query and search these databases from your desktop via the Accord Database Explorer 3.0. 



Product Description
Chemical Synthetic Methodology

BioCatalysis This database of biomolecules as catalysts in organic synthesis focuses on the 
synthetic use of enzymic systems and micro-organisms, techniques which 
offer advantages of selectivity (chemo-, regio- and enantio-), ease-of-use and 
environmental friendliness.

Failed Reactions A unique compilation of reactions that have been shown to consistently fail or 
afford unexpected results (such as an unexpected product, an immediate further 
reaction or simply no reaction). If you are planning a new chemical synthesis, 
this database can save you hundreds or thousands of dollars with every search, 
because our expert chemical reaction abstractors probe deep into the literature 
to find common pitfalls in chemical synthesis.

Infochem’s SPRESI A chemical structure and reaction database that provides direct access to over 
5.0 million structures, 3.7 million reactions, and 28 million factual data entries 
extracted from 600,000 references and 164,000 patents.

Methods in Organic 
Synthesis (MOS)

A database companion to the hard-copy publication of the same name from the 
Royal Society of Chemistry, containing many reactions that push forward the 
boundaries of what can be achieved by new synthetic methods. 

Protecting Groups Designed to provide chemists with ready access to selected information on the full 
range of protecting group chemistry. The nature of the chemistry requires an emphasis 
on reaction conditions and conditions under which the protecting groups are stable 
or labile. The database focuses on providing this information along with additional 
relevant data which enables the database to be searched alongside existing databases.

Solid-Phase Synthesis Designed to enable chemists engaged in the design of combinatorial libraries 
who are looking to find method of effective desired transformations in the 
solid phase. Solid-Phase Synthesis is a focused, thematic database that offers 
the widest and most complete coverage of this important subject area. The 
database is utilized by a host of major league pharmaceutical companies 
engaged in combinatorial discovery projects.

Bioactivity

BIOSTER A critical compilation of thousands of bio-analogous molecule pairs (including drugs, 
agrochemicals and enzyme inhibitors), selected from primary literature references. 
The database provides keywords indicating the mode of action and cross-referenced 
information to the papers in which each active compound is reported.

Metabolism Provides a must-have reference source for entry into the primary literature on the 
metabolic fate of organic molecules. It covers biotransformations of organic molecules 
in a wide variety of species and is compiled in association with experts in the field.
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Enterprise Solutions

Accord™ Enterprise Informatics (AEI) provides a modular, Oracle-based enterprise-wide solution for the 
management of chemical, biological and inventory information. The product draws on the power of the Accord 
Chemistry Engine and Oracle databases to enable you to store, search, and analyze chemical structures, related 
biological and chemical data, experimental results, and registration information.

Enterprise Solutions for Chemists
For chemists, screeners, pharmacologists and scientific software developers, who need the ability to 
register, search, and share 2D molecular structures, reactions, and associated data across the enterprise.

Product Description
Accord Chemistry 
Cartridge 

An Oracle data cartridge that enables 2D chemistry processing in AEI. Enables 
scientists to store, index and search chemical moieties alongside numbers and 
text within one underlying relational database server.

Accord Enterprise Core Provides core components of AEI including registration, the Data Catalog (for 
federating queries) and List Management.

Accord Enterprise (AE) 
Webkit

A development toolkit for creating focused web-based applications that help 
customers perform specific tasks within AEI. AE Webkit makes use of the full 
power of AEI databases and enables users to easily create tailored applications 
and then easily maintain them to accommodate changing needs.

Accord for Excel 
Enterprise

Enterprise enabled version of Accord for Excel. Adds powerful AEI registration, 
querying and reporting tools to augment Accord for Excel’s existing chemical 
spreadsheet analysis capabilities.

Accord Inventory Provides an efficient framework for managing samples and containers (and related 
request management) from order or synthesis, through receipt, usage and disposal.

Enterprise Solutions for Biologists
A complete Oracle®-based system for managing compounds and assay data.

Product Description
Accord Chemistry 
Cartridge 

An Oracle® data cartridge that defines a new chemistry data type, integrating 
the Accord Chemistry Engine into an Oracle database. It enables Oracle to 
perform structure searching, property calculation, and the manipulation of 
chemical structures, all through industry standard PL/SQL. 

Accord Enterprise Core Provides core components of AEI including registration, the Data Catalog (for 
federating queries) and List Management.

DS Accord Biostore Accord Biostore is a complete Oracle based framework for managing assays, 
protocol and test data.
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Product Description
Accord Enterprise (AE) 
Webkit

A development toolkit for creating focused web-based applications that help 
customers perform specific tasks within AEI. AE Webkit makes use of the full 
power of AEI databases and enables users to easily create tailored applications 
and then easily maintain them to accommodate changing needs.

Accord for Excel 
Enterprise

Enterprise enabled version of Accord for Excel. Adds powerful AEI registration, 
querying and reporting tools to augment Accord for Excel’s existing chemical 
spreadsheet analysis capabilities.

Accord HTS A comprehensive plate and datamanagement system that integrates all screening 
processes into a single package. Supports established screening workflows from 
setting up assay templates, through capturing, calculating, curve-fitting and 
validating experimental data to publishing and sharing results with other AEI users.

Accord Inventory Provides an efficient framework for managing samples and containers (and related 
request management) from order or synthesis, through receipt, usage and disposal.

Enterprise Solutions 
Enterprise Solutions for Biologists (continued)


